This article contains peptides mapping, mass spectrometry and processed data related to the research "Identification and quantification of the phosphorylated ovalbumin by high resolution mass spectrometry under dry-heating treatment" [1] . Fourier transform ion cyclotron mass spectrometry (FTICR MS) was used to investigate the specific phosphorylation sites and the degree of phosphorylation (DSP) at each site. Specifically, phosphorylated peptides were monitored through mass shift on the FTICR MS spectrum. DSP was evaluated through the relative abundance levels of the FTICR MS spectrometry. From these data, the calculation method of DSP was exemplified.
a b s t r a c t
This article contains peptides mapping, mass spectrometry and processed data related to the research "Identification and quantification of the phosphorylated ovalbumin by high resolution mass spectrometry under dry-heating treatment" [1] . Fourier transform ion cyclotron mass spectrometry (FTICR MS) was used to investigate the specific phosphorylation sites and the degree of phosphorylation (DSP) at each site. Specifically, phosphorylated peptides were monitored through mass shift on the FTICR MS spectrum. DSP was evaluated through the relative abundance levels of the FTICR MS spectrometry. From these data, the calculation method of DSP was exemplified.
& Method to calculate the DSP from the mass peak abundance.
Data
The data include table and figures, which help analyze the phosphorylated peptides and DSP. The peptic peptides detected by LC FTICR MS after 5 min digestion of natural ovalbumin as control are listed in Supplementary Table 1 . Compared with the control, the phosphorylated peptides were directly determined from the mass increases of 79.9663 or its multiples. From these data, we exemplified the mass spectrometry to identify and calculate the DSP of each phosphorylated peptide (Figs. S1-S3 and Fig. 1 ). Here, we also exemplified the DSP calculation method from the peak abundance (Fig. 2 ).
Experimental design, materials and methods

Chemicals and preparation of the phosphorylated ovalbumin (P-Oval)
Ovalbumin (Grade V, A-5503) was purchased from Sigma-Aldrich (St. Louis, MO, USA). Ovalbumin was dissolved in 0.1 M sodium pyrophosphate buffer, and then lyophilized and incubated at 85°C for 1, 2, and 5 days, respectively [2] .
FTICR MS
The P-Oval was dissolved, and free sodium pyrophosphate was removed by zip-tip. Pepsin was used to digest the samples. Peptides were identified through HPLC FTICR MS match with the accurate masses through Protein Prospector Tools.
Peptide mapping
From these data, pepsin was used to cut the protein at defined sites to generate small peptides subjected to measure the peptide mass. The peptic peptides were detected by LC FTICR MS after 5 min of digestion of natural ovalbumin. (Supplementary Table 1 ) 
Identification of the phosphorylated peptide
Enrichment of the phosphorylated peptides prior to mass spectrometric analysis is often required [3] . Calculating the phosphorus content of each phosphorylated peptide because of different retention times is difficult. From these data, no enrichment was performed to the peptide, and its phosphorylated peptide was eluted at the same retention time. A peptide is phosphorylated by one phosphate, the corresponding m/z peaks with one, two, and three charges will display m/z increases of 79.9663, 39.9826 and 26.6549, respectively [4] . For the dual-and tri-phosphorylated peptides, the mass increases should be equal to 159.9327 and 239.8990 Da, respectively.
Figs. S1-S3 and Fig. 1 show the mass spectra of four peptic peptides from natural ovalbumin and POval incubated for 1, 2, and 5 days. 
Calculation of the phosphorus content
In mass spectrum, peptide and its phosphorylated peptide were detected at the same retention time. Therefore, the average degree of substitution per peptide (DSP) can be calculated through the relative abundance according to the following formula:
where I is the sum of the intensities of every P-Oval peptide, and i is the number of phosphorus units attached to the peptide. From these data, we exemplified the DSP calculation method by the peptide 41-59 with m/z of 732.41603 þ after 1 day of incubation. As shown in Fig. 2 , DSP was calculated through the relative abundance of peptide and phosphorylated peptides in one mass spectrum. The mass peaks of the peptide and its phosphorylated peptides appeared at the same retention time which could ensure that the relative phosphorylation degree is closed to the actual value.
